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Contributors What can we do in ecalj package?

1. All electron full-potential PMT method, where the PMT method
means A mixed basis method of two kinds of augmented waves,

T. Ozaki (Univ. of Tokyo)

M that is, LAPW +LMTO. Relaxiation of atomic positions is possible at
J.Yu (SNU) the GGA/LDA level. (Not automatic for lattice defermation yet). Our
M.J. Han (KAIST) recent research shows that very localized MTOs (damping factor are
M. Ohfuchi (Fujitsu Labs.) ~ 1 a.), together with APW (cutoff is = 2 to 3 Ry) works well to get
F. Ishii (Kanazawa Univ_) reasonable convergences. KotaniKinoAkai2015FormulationPMT.pdf
K. Sawada (RIKEN) (PMT formalism) KotaniKino2013PMTMolecule.pdf (PMT applied to

Y. Kubota (Kanazawa Univ.) diatomic molecules). As we can use automatic settings of MTOs

Y.P. Mizuta (Osaka Univ.)

H. Kotaka (Kyoto Univ.)

N. Yamaguchi (Kanazawa Univ.)
H. Sawahata (Kanazawa Univ.)

paremeters all the time, we don't need to be bothered with the
setting of them. The PMT method is promising since it can connect
physics and chemistry, and virtually it can be a very efficient method
(currenty the ability is limited by the implementetion in ecalj).

T.B. Prayitno (Univ. Negeri Jakana) In pri!1(ip\e, it is possible to p-erform reasonable calculations just from
T. Ohwaki (N|SSAN ARC) a‘tomlc structures émdllvew mlmm;m s‘e;tlmg. (For QSGV‘;;for 4fh
TV.T Duy (AISIN SEIKI) } electrons, automatically-generated ctrl file may not work). We have

document included about how to confirm calculations to be hd
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